Chemical context
The development of iridium complexes with three ortho metallating ligands has drawn great interest due to their potential application in light-emitting devices (Henwood & Zysman-Coman, 2017 ). Many such complexes have been synthesized, often utilizing phenylpyridine-based dichloridobridged di-iridium complexes as starting materials. In an attempt to synthesize such a compound with 4-(pyridin-2-yl)benzaldehyde (fppy) as a ligand, viz. di--chlorido-bis{bis[4-(pyridin-2-yl)benzaldehyde-2 C 2 ,N 0 ]iridium(III) (Bettington et al., 2004) , spectroscopic results indicated a product with reduced symmetry compared to the expected C i symmetry of the known complex. Single-crystal X-ray analysis was used to elucidate the structure of the title compound.
Structural commentary
The title compound ( Fig. 1 ) crystallizes in the triclinic space group P1 with one molecule per asymmetric unit. The Ir III atom has a distorted octahedral coordination sphere defined ISSN 2056-9890 by the S atom of the dimethyl sulfoxide (DMSO) ligand, a chlorine ligand and C and N atoms of two fppy ligands. The S and Cl atoms occupy equatorial positions, trans to the fppy C atoms, and the fppy N atoms occupy the axial positions. The least-squares planes of each fppy ligand indicate a nearly coplanar arrangement of the pyridine and phenyl rings with small deviations of 2.42 (9) (fppy ligand N1/C2-C12 with C4 trans to S1) and 14.71 (9) (fppy ligand N2/C14-C24 with C16 trans to Cl1). The Ir-S bond length [2.3810 (5) Å ] is longer than the average distance [2.27 (1) Å ] that was reported for this coordination mode (Calligaris, 2004 (Calligaris, 2004) .
Supramolecular features
The acetonitrile solvate molecules fill voids that are visible along the b axis view direction (Fig. 2) The crystal packing of the title complex, viewed along the b axis. Displacement ellipsoids are shown at the 50% probability level. H atoms have been omitted for clarity. Table 1 Hydrogen-bond geometry (Å ,  ) . (ii) Àx þ 1; Ày þ 2; Àz þ 1; (iii) Àx þ 2; Ày þ 2; Àz þ 2; (iv) x þ 1; y; z.
Figure 1
The molecular structure of chlorido(dimethyl sulfoxide-S)bis[4-(pyridin-2-yl)benzaldehyde- acetonitrile molecules is caused by weak intermolecular contacts between acetonitrile H atoms and adjacent fppy aldehyde carbonyl O atoms (C28-H28Á Á ÁO1) in addition to weak interactions between acetonitrile N atoms and adjacent DMSO H atoms (C25-H25BÁ Á ÁN3). There are also C-HÁ Á ÁO interactions between adjacent complexes, involving aromatic H atoms of one of the fppy ligands and methyl groups of the DMSO ligand with the sulfoxide O atom. Numerical details of all these interactions are collated in Table 1 .
Database survey
A search of the Cambridge Structural Database (CSD, V5.38, update February 2017; Groom et al., 2016) for related structures revealed that the di--chlorido-bis{bis[4-(pyridin-2-yl)-benzaldehyde-2 C 2 ,N 0 ]iridium(III)} complex from which the title complex was derived, has been reported as a dichloromethane sesquisolvate (Bettington et al., 2004) .
Synthesis and crystallization
The parent compound, di--chlorido-bis{bis[4-(pyridin-2-yl)-benzaldehyde-2 C 2 ,N 0 ]iridium(III), was synthesized utilizing a previously reported procedure (Bettington et al., 2004) .
For the synthesis of the title compound, di--chloridobis{bis[4-(pyridin-2-yl)benzaldehyde-k 2 C 2 ,N 0 ]iridium(III) (0.101 g, 0.077 mmol) was dissolved in DMSO (2 ml) with gentle heating over 5 min. After cooling to room temperature, acetonitrile (2 ml) was added. After 24 h, the resulting solid was collected by vacuum filtration to afford the title compound as an orange crystalline solid (0.043 g, 41.7%). 193.6, 193.5, 166.1, 165.7, 153.1, 152.1, 151.7, 150.5, 149.9, 145.5, 140.4, 139.4, 136.6, 135.9, 131.2, 129.4, 126.4, 125.9, 125.7, 125.5, 125.2, 124.8, 122.4, 121.8, 72.3, 66.0, 60.8, 40.5, 40.3, 40.1, 40.0, 39.8, 39.6, 39.5, 15.7. 
Refinement
Crystal data as well as data collection and structure refinement details are summarized in Table 2 . The aldehyde hydrogen atoms were found in a difference-Fourier map and were refined freely. The remaining hydrogen atoms were included in calculated positions and refined with a riding model: C-H = 0.95-0.98 Å with U iso (H) = 1.5 U eq (C-methyl) and 1.2 U eq (C) for other H atoms. Computer programs: APEX3 and SAINT (Bruker, 2017) , SHELXS (Sheldrick, 2008) , SHELXL2016 (Sheldrick, 2015) , ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al., 2008) .
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Acta Cryst. program(s) used to solve structure: SHELXS (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL2016 (Sheldrick, 2015) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL2016 (Sheldrick, 2015) . Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 
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